Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.003 Å; R factor = 0.060; wR factor = 0.175; data-to-parameter ratio = 62.7. (Z)-3-(3,4-Dimethoxybenzyl)-1,5-benzothiazepin-4(5H)-one R. Selvakumar, M. Bakthadoss, S. Vijayakumar and S. Murugavel Comment
In the title compound, C 18 H 17 NO 3 S, the thiazepine ring adopts a slightly distorted twist-boat conformation. The dihedral angle between the mean plane of the benzothiazepin ring system and the benzene ring is 60.3 (1) . In the crystal, molecules are linked by two pairs of inversion-related N-HÁ Á ÁO and C-HÁ Á ÁO hydrogen bonds, generating alternating R 2 2 (8) and R 2 2 (6) ring motifs, respectively, in a zigzag supramolecular chain that runs along the c axis. These chains stack along the a axis via SÁ Á ÁC [3.424 (2) Å ] contacts. A threedimensional supramolecular network is consolidated by C-HÁ Á Á andinteractions [inter-centroid distance between dimethoxybenzene rings = 3.815 (1) Å ]. The crystal studied was a non-merohedral twin, with a refined value of the minor twin fraction of 0.2477 (6) .
Related literature
For background to the biology of thiazepine derivatives and for a related structure, see: Bakthadoss et al. (2013) . For ringpuckering parameters, see: Cremer & Pople (1975 Table 1 Hydrogen-bond geometry (Å , ).
Cg1 and Cg2 are the centroids of the C11-C16 and C2-C7 rings, respectively. Symmetry codes: (i) Àx; Ày; Àz þ 2; (ii) Àx; Ày þ 1; Àz þ 1; (iii) Àx þ 1 2 ; Ày þ 1 2 ; z þ 1 2 ; (iv) x; Ày; z À 3 2 .
Data collection: APEX2 (Bruker, 2004); cell refinement: APEX2 and SAINT (Bruker, 2004); data reduction: SAINT and XPREP (Bruker, 2004); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 2012); software used to prepare material for publication: SHELXL97 and PLATON (Spek, 2009). Fig. 1 . shows a displacement ellipsoid plot of (I), with the atom numbering scheme. The seven membered thiazepine ring (N1/S1/C1/C2/C7/C8/C9) adopts slightly distorted twist-boat conformation as indicated by puckering parameters (Cremer & Pople, 1975) : QT = 0.9884 (11) Å, φ 2 = 359.3 (1)° and φ 3 = 356.5 (4)°. The dihedral angle between the benzothiazepin ring system and the benzene ring is 60.3 (1)°. The atom O1 deviates by -0.895 (1) Å from the least-squares plane of the thiazepin ring. The sum of angles at N1 atom of the thiazepin ring (359.9°) is in accordance with sp 2 hybridization. The geometric parameters of the title molecule agree well with those reported for a similar structure (Bakthadoss et al., 2013) .
In the crystal, molecules are linked by two pairs of inversion-related N1-H1A···O1 and C18-H18B···O3 hydrogen bonds, generating alternate R 2 2 (8) and R 2 2 (6) ring motifs, respectively, resulting in a zigzag supramolecular chain running along the c axis. These chains stack along the a axis by S1···C4 v = 3.424 (2) Å (Symmetry code:(v) = 1/2 -x, -1/2 + y, z) short contacts ( Fig. 2 and Table 1 ). A three-dimensional supramolecular network is consolidated by C4-H4···Cg1 iii (symmetry code: (iii) = 1/2 -x, 1/2 -y, 1/2 + z) and C10-H10B···Cg2 iv (symmetry code: (iv) = x, -y, -1/2 + z) hydrogen bonds and Cg1-Cg1 vi = 3.815 (1) Å (symmetry code: (vi) = -x, y, 3/2 -z) interactions ( Fig. 3 and Table 1 ; Cg1 and Cg2 are the centroids of the C11-C16 and C2-C7 benzene rings, respectively).
Experimental
A mixture of (Z)-methyl 2-(bromomethyl)-3-(3,4-dimethoxyphenyl)acrylate 2 mmol) and o-aminothiophenol (2 mmol) in the presence of potassium tert-butoxide (4.8 mmol) in dry THF (10 ml) was stirred at room temperature for 1 h. After the completion of the reaction as indicated by TLC, the reaction mixture was concentrated and the resulting crude mass was diluted with water (20 ml) and extracted with ethyl acetate (3 x 20 ml). The organic layer was washed with brine (2 x 20 ml) and dried over anhydrous sodium sulfate. The organic layer was concentrated, which successfully provide the crude [1, 4] thiazepin-4(5H)-one). This product was purified by column chromatography on silica gel to afford the title compound in good yield (44%). Single crystals suitable for X-ray diffraction were obtained by slow evaporation of its ethylacetate solution at room temperature.
Refinement
The investigated crystal was found to be a two-component rotational twin. The data for both components were integrated using SAINT and scaled with TWINABS. Final refinement was perfomed using a HKLF5 file generated by TWINABS with a BASF parameter (0.2477 (6)). Owing to poor agreement, the reflections (-7 5 5), (-7 5 7), (-8 4 -5), (8 5 5), (2 0 0), (-8 -supplementary materials sup-2 Acta Cryst. (2013). E69, o708 5 5), (8 5 -5), (8 -5 5), (8 -5 -5), (-8 -5 -5), (-8 -6 5), (-7 5 3), (-8 -6 -5), (7 -5 -3), (14 2 2) and (8 -6 5) were omitted from the final cycles of refinement. All the H atoms were positioned geometrically and constrained to ride on their parent atom with C-H = 0.93-0.97 Å and N-H = 0.86 Å, and with U iso (H)=1.5U eq for methyl H atoms and 1.2U eq (C) for other H atoms. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Computing details

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq C2 0.21158 (10) 0.01584 (18) 1.02679 (11) 0.0320 (5) (7) 0.0024 (8) O1 0.0294 (9) 0.0628 (10) 0.0346 (7) −0.0108 (7) −0.0031 (6) −0.0053 (7) O3 0.0675 (11) 0.0373 (9) 0.0338 (8) 0.0099 (7) −0.0051 (7) 0.0047 (7) 
